Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.128; data-to-parameter ratio = 21.5.
Related literature

Data collection
Bruker X8 APEXII CCD areadetector diffractometer 45783 measured reflections 8407 independent reflections 5449 reflections with I > 2(I) R int = 0.052 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.128 S = 1.01 8407 reflections 391 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.31 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày; Àz þ 2; (ii) Àx þ 1; Ày; Àz þ 1.
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT (Bruker, 2005); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009); software used to prepare material for publication: WinGX (Farrugia, 1999).
3-(Benzothiazol
Benzothiazoles possess therapeutic value, are synthetic intermediates in the preparation of medicinal compounds and find numerous applications in chemical industry (Bradshaw et al. 2002 , Hutchinson et al. 2002 , Delmas et al. 2002 . Benzothiazole nucleus is associated with several pharmacological activities such as antitumoral (Repiĉ et al. 2001 ) and antimicrobial (Schwartz, et al. 1992 ). An alkylating reaction with propargyl bromide of 1-(benzothiazol-2-yl)propan-2-one (I) leading to the title compound 3-(benzothiazol-2-yl)-3-prop-2-ynyl-hex-5-yn-2-one (II) was performed employing either phase transfer catalysis or classical reaction conditions in acetone with potassium carbonate as a base.
The plot of the two molecules bulding the asymmetric unit is shown in Fig. 1 . Each molecule consists of a benzothiazole moiety linked to dipropargylacetonyl group. The benzothiazole rings are essentially planar with maximum deviations of 0.005 (1) Å and 0.007 (2) Å from N1 and N2 respectively. The difference between the molecules is observed in the orientation of the two propargyl and acetonyl groups in each molecule (Spek, 2009 ). The dihedral angles in the first molecule, between S1-N1-C7 and C11-C12-C13, C14-C15-C16, O1-C9-C10 are 18 (4), 82 (9) and 87.5 (2)°, respectively. In the second molecule, we have 63 (8), 75 (4) and 88.8 (2)° respectively, between S2-N2-C23 and C27-C29-C28, C30-C31-C32 and O2-C25-C26. The two molecules within the asymmetric unit are linked by C-H···O hydrogen bonds building up a dimeric substructure. These dimers are further linked to each other by C-H···O hydrogen bonds forming in to 2-D array in the bc plane (Table 1, Fig. 2 ).
Experimental
To a stirred solution containing 1 g (5.23 mmol) of 1-(benzothiazol-2-yl)propan -2-one (I), 1 g (7.43 mmol) of potassium carbonate and 20 mg of the catalyst benzyl triethylammonium bromide (BTBA) in 30 ml of dimethylformamide, was added in one portion 0.7 g (5.76 mmol) of propargyl bromide . The reaction mixture was stirred for 24 hours at room temperature.
The mixture was extracted with dichloromethane (10 ml x 3). The organic layer was dried over Na 2 SO 4 and evaporated to dryness in vacuo to get viscous liquid product, which was further precipitated after cooling. On recrystallization from ethanol brown single crystals of (II) (yield: 1.26 g; 90%; mp 110-112°C) were obtained.
Refinement
H atoms were fixed geometrically and treated as riding with C-H = 0.96 Å for methyl groups and C-H = 0.93 Å for all other hydrogens with U iso (H) = 1.2 U eq (aromatic, methine ) or U iso (H) = 1.5 U eq (methyl). All other H atoms were located from difference Fourier maps and refined without any distance restraints. 0.0675 (9) 0.0358 (7) 0.0939 (11) −0.0001 (6) 0.0208 (8) −0.0075 (7) S1 0.0574 (3) 0.0398 (2) 0.0367 (2) 0.00420 (18) 0.00457 (18) −0.00849 (16) N1 0.0421 (7) 0.0375 (7) 0.0339 (6) 0.0034 (5) 0.0102 (5) −0.0030 (5) C1 0.0343 (8) 0.0377 (8) 0.0362 (7) 0.0020 (6) 0.0103 (6) −0.0021 (6) C2 0.0481 (10) 0.0430 (9) 0.0454 (9) 0.0083 (7) 0.0092 (8) −0.0074 (7) (7) 0.0029 (6) 0.0102 (6) −0.0030 (6) C9 0.0509 (10) 0.0360 (9) 0.0395 (8) −0.0005 (7) 0.0059 (7) 0.0001 (6) C10 0.0698 (13) 0.0564 (12) 0.0613 (11) −0.0093 (10) 0.0302 (10) 0.0011 (9) C11 0.0499 (10) 0.0423 (9) 0.0370 (8) 0.0031 (7) 0.0065 (7) −0.0044 (6) C12 0.0552 (11) 0.0539 (11) 0.0412 (9) 0.0043 (9) 0.0060 (8) −0.0048 (8) C13 0.0797 (16) 0.0767 (16) 0.0555 (12) 0.0263 (13) −0.0016 (11) 0.0013 (11) C14 0.0508 (10) 0.0452 (9) 0.0405 (8) 0.0097 (7) 0.0139 (7) −0.0015 (7) C15 0.0501 (10) 0.0620 (12) 0.0560 (10) 0.0085 (9) 0.0234 (9) 0.0035 (9) (9) 0.0008 (6) 0.0170 (7) 0.0020 (6) C23 0.0384 (8) 0.0288 (7) 0.0345 (7) −0.0020 (6) 0.0107 (6) −0.0022 (6) C24 0.0416 (8) 0.0313 (7) 0.0311 (7) 0.0030 (6) 0.0056 (6) 0.0003 (5) supplementary materials sup-9 
